In the title compound, C 11 H 9 FN 2 O, the dihedral angle between the rings is 87.50 (4) . In the crystal, intermolecular C-HÁ Á ÁN hydrogen bonds link the molecules in a stacked arrangement along the c axis.
Related literature
For related compounds containing a 2-(1H-imidazol-1-yl)-1phenylethanone fragment, see: Akira et al. (1985) ; North et al. 
Experimental
Crystal data C 11 H 9 FN 2 O M r = 204.20 Orthorhombic, P2 1 2 1 2 1 a = 8.6730 (17) Å b = 10.132 (2) Å c = 11.088 (2) Å V = 974.4 (3) Å 3 Z = 4 Mo K radiation = 0.11 mm À1 T = 293 K 0.30 Â 0.20 Â 0.10 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.969, T max = 0.990 3790 measured reflections 1052 independent reflections 778 reflections with I > 2(I) R int = 0.045 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.093 S = 1.01 1052 reflections 137 parameters H-atom parameters constrained Á max = 0.10 e Å À3 Á min = À0.09 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx; y þ 1 2 ; Àz þ 3 2 .
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo,1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXTL (Sheldrick, 2008).
1-(4-Fluorophenyl)-2-(1H-imidazol-1-yl)ethanone D. Liu, C. Li, G. Yu and T. Xiao
Comment
The title compound, C 11 H 9 O 1 N 2 F 1 , is the key intermediate in the synthesis of a new kind of antifungal drug (Akira et al., 1985; Yoshimi et al., 2000) . The crystal structure determination has been carried out in order to elucidate the molecular conformation ( Fig. 1 ).
In the crystal structure, the bond lengths and angles of the title compound are within normal ranges (Allen et al., 1987) .
The phenyl and imidazole rings are planar (rms deviations of 0.0038 and 0.0036, respectively) and almost perpendicular to each other. The dihedral angle between the mean planes is 87.50 (4)°. In the crystal structure, intermolecular C-H···N hydrogen bonds (Table 1) link the molecules in a stacked arrangement along the a axis ( Fig. 2 ).
Experimental
Sodium hydride (4.8 g, 120 mmol) was suspended in dimethylformamide (DMF, 30 ml). Imidazole (6.8 g, 120 mmol) dissolved in DMF (30 ml) was slowly added dropwise at 273 K, and reacted atroom temperature for 30 min. 2-chloro-1-(4fluorophenyl)ethanone (15.48 g, 90 mmol) dissolved in DMF (30 ml) was then slowly added dropwise, and reacted at room temperature for 4 h. The mixture was placed in ice-water (300 ml), and 1 mol hydrochloric acid (50 ml) was then added.
After filtration, the filtrate was neutralized with sodium bicarbonate to pH = 6, and a yellow deposit was obtained (m.p. 423-424 K). Crystals suitable for X-ray analysis were obtained by dissolving the crude product (1.0 g) in ethanol (30 ml) and then allowing the solution to evaporate slowly at room temperature for about 7 d.
Refinement
In the absence of significant anomalous scattering effects, all Friedel pairs were merged. H atoms were positioned geometrically, with C-H = 0.93 and 0.97 Å for aromatic and methylene H atoms, respectively, and constrained to ride on their parent atoms with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
